Coumarin does not fluoresce, whereas coumarin derivatives substituted at the 7-position with an amino or hydroxy group are highly fluorescent. The latter type of coumarins are widely used as laser dyes, fluorescent probes, and optical brightners. 1, 2 In this paper we report on the crystal structure of 7-(1H-pyrrol-1-yl)-4-trifluoromethyl-2H-1-benzopyran-2-one (I, see Figs. 1 and 2). This compound can be regarded as a modified 7-aminocoumain with larger π-conjugation.
In this paper we report on the crystal structure of 7-(1H-pyrrol-1-yl)-4-trifluoromethyl-2H-1-benzopyran-2-one (I, see Figs. 1 and 2). This compound can be regarded as a modified 7-aminocoumain with larger π-conjugation.
Compound I was synthesized in the following manner: 3 a mixture of 0.7 g (3.0 mmol) of 7-amino-4-trifluoromethylcoumarin and 0.5 g (3.8 mmol) of 2,5-dimethoxytetrahydrofuran was refluxed at 120˚C in 20 ml of acetic acid for 1 h. After a 2% aqueous solution of NaOH was added, the organic layer was extracted with CHCl3. The combined extracts were washed with a saturated solution of NaCl. After drying with anhydrous sodium sulfate, the crude product was put on a chromatography column packed with silica gel and eluted with a hexane/ethyl acetate mixture ( (λ = 0.7107 Å). The data were corrected for Lorentzpolarization effects. The structure was solved by direct methods and expanded using Fourier techniques. All non-hydrogen atoms were refined anisotropically. All hydrogen atoms were located by a difference Fourier synthesis, and their positional and isotropic displacement parameters were refined. All calculations were performed using the teXsan crystallographic software package. Table 1 lists the crystal data and experimental conditions. Figure 2 illustrates an ORTEP diagram of the molecule with the atomic-labeling scheme. The final position parameters are given in Table 2 .
In the crystal lattice, coumarin molecules related by an inversion center are stacked by strong π-interactions with the C(7)·C (14) (1) is 359.89˚. This value indicates that the nitrogen is sp 2 -hybridized. The geometry of an aromatic ring in I is similar to that of bicyclic coumarins. 4 The N(1)-C(11) and N(1)-C(14) bonds in I are 1.386(2) and 1.389(1)Å, respectively. These bonds are significantly shorter than the corresponding bond [1.40 Å] in N-methylpyrrole. 5 This finding suggests a π-conjugation between the pyrrole and coumarin rings. 
